Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.038; wR factor = 0.100; data-to-parameter ratio = 10.7.
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Phthalazin-1(2H)-one
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S1. Comment
Phthalazines, also called benzo-orthodiazines or benzopyridazines, are a group of heterocyclic compounds isomeric with the cinnolines. The practical interest upon phthalazine derivatives is based on their widespread applications. Phthalazines, like other members of the isomeric diazine series, have found wide applications as therapeutic agents. Phthalazines are also commonly used as ligands in transition metal catalysis, as chemiluminescent materials and for optical applications (Cheng et al., 1999) . 2-Substituted-8-(4,6-dimethoxy-pyrimidin-2-yloxy)-4-methylphthalazin-1-one derivatives are used as herbicides. In view of the importance of the title compound, (I), we herein report its crystal structure.
In the molecule of the title compound, (I), (Fig. 1) , the bond lengths and angles are within normal ranges (Allen et al., 1987) . The rings A (N1/N2/C1/C2/C7/C8) and B (C2-C7) are, of course, planar and they are also coplanar with a dihedral angle of A/B = 0.52 (7)°.
In the crystal structure, intermolecular N-H···O, C-H···N and C-H···O hydrogen bonds (Table 1 ) link the molecules, in which N-H···O bonds generate the centrosymmetric R 2 2 (8) dimers (Etter, 1990) , and they are connected by C-H···O and C-H···N bonds to generate the edge-fussed [R 3 2 (8) R 3 3 (14)] ring motifs (Fig. 2 ). In addition, the three-dimensional network including these motifs are also linked by π···π interactions, occurring between the Cg1-Cg2 rings (Cg1 and Cg2 are the centroids of rings A and B) of the molecules at (x, y, z) and (x -1, y, z), with a centroid-to-centroid distance of 3.588 (1) Å and a plane-to-plane separation of 3.434 Å.
S2. Experimental
A pure sample of the compound was obtained from Strides Arco Labs, Mangalore, India and crystallized from DMF (m.p. 528-530 K). The molecular structure of the title molecule, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
S3. Refinement
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0428 (7) 0.0024 (6) −0.0040 (6) 0.0005 (6) C2 0.0469 (7) 0.0472 (7) 0.0380 (7) 0.0089 (6) 0.0003 (5) 0.0005 (5) C3 0.0547 (9) 0.0567 (9) 0.0455 (8) 0.0057 (7) −0.0029 (6) −0.0031 (7) C4 0.0610 (10) 0.0817 (12) 0.0439 (8) 0.0118 (8) −0.0075 (7) −0.0084 (8) C5 0.0710 (11) 0.0895 (13) 0.0410 (8) 0.0258 (9) −0.0023 (7) 0.0093 (8) C6 0.0689 (10) 0.0630 (10) 0.0503 (9) 0.0176 (8) 0.0050 (7) 0.0148 (7) C7 0.0502 (8) 0.0481 (8) 0.0463 (7) 0.0115 (6) 0.0055 (6) 0.0046 (6) C8 0.0619 (9) 0.0430 (8) 0.0632 (9) 0.0020 (7) 0.0020 (7) 0.0045 (7) N1 0.0704 (9) 0.0481 (7) 0.0430 (7) −0.0025 (6) −0.0099 (6) 0.0015 (5) N2 0.0683 (9) 0.0470 (7) 0.0604 (8) −0.0025 (6) −0.0067 (6) −0.0017 (6) O1 0.0955 (9) 0.0494 (6) 0.0536 (6) −0.0116 (6) −0.0212 (6) 0.0114 (5) Geometric parameters (Å, º) (2) 
